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Abstract:

Many methods of advanced biological measurement are spectroscopic in nature - in
particular, mass spectrometry for proteomics and metabolomics and NMR spectroscopy for
metabolomics. In order to perform statistical analysis for differences between groups,
dose-response, etc., many different types of preprocessing are necessary. These include
baseline correction, data transformation, spectral alignment, peak identification, and peak
quantitation. We present methods and observations on statistically based approaches to
this problem.
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